Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.010 Å; R factor = 0.051; wR factor = 0.147; data-to-parameter ratio = 17.4.
The title compound, C 10 H 4 I 2 O 3 , is an iodinated 3-formylchromone derivative, and the atoms are essentially coplanar [r.m.s. deviation = 0.049 Å , largest deviation from the leastsquares plane = 0.111 (9) Å for the CH( O) C atom]. In the crystal, molecules are linked into a three-dimensional network through halogen bonds [IÁ Á ÁO = 3.352 (5) and 3.405 (7) Å , C-IÁ Á ÁO = 144.2 (3) and 154.5 (3) , and C OÁ Á ÁI = 134.9 (6) and 146.0 (6) ], andstacking interactions [centroid-centroid distance = 3.527 (6) Å ].
Related literature
For the preparation of the precursor of the title compound, see: Khansole et al. (2008) . For related structures, see: Ishikawa & Motohashi (2013) ; Ishikawa (2014) . For halogen bonding, see: Auffinger et al. (2004) ; Metrangolo et al. (2005) ; Wilcken et al. (2013) ; Sirimulla et al. (2013) .
Experimental
Crystal data 
Data collection
Rigaku AFC-7R diffractometer Absorption correction: scan (North et al., 1968) T min = 0.152, T max = 0.220 2933 measured reflections 2383 independent reflections 2361 reflections with F 2 > 2(F 2 ) R int = 0.026 3 standard reflections every 150 reflections intensity decay: À1.1% Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.147 S = 1.23 2383 reflections 137 parameters H-atom parameters constrained Á max = 3.56 e Å À3 Á min = À3.01 e Å À3 Data collection: WinAFC Diffractometer Control Software (Rigaku, 1999) ; cell refinement: WinAFC Diffractometer Control Software; data reduction: WinAFC Diffractometer Control Software; program(s) used to solve structure: SIR92 (Altomare et al., 1994) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: CrystalStructure (Rigaku, 2010) ; software used to prepare material for publication: CrystalStructure.
We acknowledge the University of Shizuoka for instrumental support.
Supporting information for this paper is available from the IUCr electronic archives (Reference: ZL2583).
Comment
Halogen bonds have been found to occur in organic, inorganic, and biological systems, and have recently attracted much attention in medicinal chemistry, chemical biology and supramolecular chemistry (Auffinger et al., 2004 , Metrangolo et al., 2005 , Wilcken et al., 2013 , Sirimulla et al., 2013 . We have recently reported the crystal structures of halogenated 3formylchromone derivatives, 6,8-dichloro-4-oxochromene-3-carbaldehyde and 6,8-dibromo-4-oxochromene-3carbaldehyde (Ishikawa & Motohashi, 2013; Ishikawa, 2014) . It was found that these molecules are linked through halogen bonds in a similar fashion in the crystals. As part of our interest in chemical bonding, we herein report the crystal structure of 6,8-diiodo-4-oxochromene-3-carbaldehyde, which was prepared by the Vilsmeier-Haack reaction of 2-hydroxy-3,5-diiodoacetophenone with N,N-dimethylformamide (DMF) in the presence of POCl 3 in good yield.
The mean deviation of the least-square planes for the non-hydrogen atoms is 0.0487 Å, and the largest deviations is 0.111 (9) Å for C10. These mean that the atoms are essentially coplanar.
In the crystal, the molecule is assembled through characteristic intermolecular interactions between the I1 atom at the 6position and the O2 atom of the α,β-unsaturated carbonyl group of its inversion-symmetry equivalent [I1···O2; 3.405 (7) Å, C5-I1···O2 i = 154.5 (3)°, I1···O2 i -C3 i = 134.9 (6)° (i): -x + 1, -y + 2, -z + 1, Fig. 1 ], and between the I2 atom at the 6position and the O2 atom of the α,β-unsaturated carbonyl group of its translation-symmetry equivalent [I2···O2; 3.352 (5) Å, C7-I2···O2 ii = 144.2 (3)°, I2···O2 ii -C3 ii = 146.0 (6)° (i): x, y -1, z+1, Fig. 2 ]. The short contact and the geometry of the I···O interactions come within the range of halogen bonding (Auffinger et al., 2004) . It is noted that the geometry of the I···O interactions for the title compound is different from that for 6,8-dichloro-4-oxochromene-3-carbaldehyde and 6,8-dibromo-4-oxochromene-3-carbaldehyde. The three-dimensional network via the halogen bonds in the crystal of the title compound is more extensive. This is probably due to the larger size of the positive σ-holes of the I1 and I2 atoms (Auffinger et al., 2004 , Sirimulla et al., 2013 . The intermolecular π-π stacking interaction of the benzene ring of the molecule with that of the inversion-symmetry equivalent iii is also observed [centroid-centroid distance = 3.527 (6) Å (iii): -x + 1, -y + 1, -z + 1], as shown in Fig. 2 .
Experimental
2-Hydroxy-3,5-diiodoacetophenone was prepared according to the literature method (Khansole et al., 2008) . To a solution of 2-hydroxy-3,5-diiodoacetophenone (134 mmol) in DMF (5 ml) was added dropwise POCl 3 (335 mmol) for 5 min at 0 °C. After the mixture was stirred for 15 h at room temperature, water (20 ml) was added. The precipitates were collected, washed with water and dried in vacuo (yield: 81.1%). 1 
Refinement
The C(sp 2 )-bound hydrogen atoms were placed in geometrical positions [C-H 0.95 Å, U iso (H) = 1.2U eq (C)], and refined using a riding model. There are large positive and negative electron densities around the iodine atoms in spite of the good R value. The reflection data were collected separately with a smaller sized crystal, but it is found that the large residual electron densities around the iodine atoms still remained. For most of the disagreeable reflections in the SHELX.lst file, F obs is much greater than F calc . This suggests the possibility of non-merohedral twinning. Thus, the large residual electron densities could be derived from non-merohedral twinning. Unfortunately, it is difficult to confirm the possibility on a single point detector diffractometer, Rigaku AFC7R. One reflection (-2 7 3) was omitted because of systematic error.
Extinction correction was applied for improvement of large negative electron densities and the R value.
Figure 1
The molecular structure of the title compound, with displacement ellipsoids drawn at the 50% probability level. 
Special details
Refinement. Refinement was performed using all reflections. The weighted R-factor (wR) and goodness of fit (S) are based on F 2 . R-factor (gt) are based on F. The threshold expression of F 2 > 2.0 σ(F 2 ) is used only for calculating R-factor (gt).
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I1 0.32790 (6) 0.83369 (5) C1-O1-C9 117.8 (5) C3-C8-C4 119.6 (6) O1-C1-C2 126.0 (7) C3-C8-C9 121.5 (6) C1-C2-C3 120.3 (6) C4-C8-C9 118.9 (6) C1-C2-C10 119.5 (7) O1-C9-C7 116.8 (6) C3-C2-C10 120.2 (6) O1-C9-C8 121.5 (6) O2-C3-C2 123.5 (6) C7-C9-C8 121.7 (6) O2-C3-C8 123.7 (7) O3-C10-C2 125.0 (7) C2-C3-C8 112.8 (5) O1-C1-H1 116.984 C5-C4-C8 119.7 (6) C2-C1-H1 116.981 I1-C5-C4 119.2 (5) C5-C4-H2 120.173
